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UPLC - Xevo Q TOF Ê ïa Posi ± ive Ê System 

Solution for Enhanced & Automated Residue 

and Contaminant Screening

Chemical Analysis
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1. TARGET
ά!ǊŜ ǘƘŜǎŜ ŎƻƳǇƻǳƴŘǎ ƻŦ 

ƛƴǘŜǊŜǎǘ  ƛƴ ǘƘŜ ǎŀƳǇƭŜΚέ

3. DISCOVER
ά²Ƙŀǘ ŜƭǎŜ ƛǎ ƛƴ 

ǘƘŜ ǎŀƳǇƭŜΚέ

2. QUANTIFY
άLǎ ǘƘŜ ƭŜǾŜƭ ƛƴ ǘƘŜ 

ǎŀƳǇƭŜ ǎƛƎƴƛŦƛŎŀƴǘΚέ
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Benefits of the Xevo Q ToF

1. Simplified, routine access to high resolution, exact 

mass data

ð Automated system status monitoring, resolution & 

calibration checks, LC/MS system checks 

o Focus on results not the process of getting them

2. Comprehensive data acquisition

ð Conventional MS/MS and unique UPLC/MS e

ð ñAll the data, All the timeò. 

o Many compounds in a single run

o Historical review of data

o Comprehensive precursor and fragment ion data in 

single acquisition 
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Benefits of the Xevo Q ToF

3. Chemical diversity

ð Extensive source options including APGC

o Address widest possible range of compounds    

on single MS platform

4. Efficient Workflows

ð Impurity profiling & sample comparison

ð Marker detection and identification

ð Metabolite and transformation product detection

ð Targeted and un - targeted screening 

o Dedicated tools to maximise productivity from 

Xevo Q Tof comprehensive datasets

o A
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Xevo Q ToF Workflow for Residue & 
Contaminant Screening

Non-selective

sample extraction

Direct injection

L-L extraction

QuEChERS

SPE
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Acquire single comprehensive dataset with 

independent precursor and fragment information

Maximize chromatographic peak capacity

ñFull scanò exact mass data

ñAll the data, all the timeò

UPLC

(Q)Tof

MSe

Fragment Spectrum

Precursor Spectrum

C6H6N

C6H6NO

C5H6N3O2 C6H6NO2S

C12H14N4O4S

High efficiency chromatographic separation
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Xevo Q ToF Workflow for Residue & 
Contaminant Screening

Non-selective

sample extraction

Acquire single comprehensive dataset with 

independent precursor and fragment information

UPLC

(Q)Tof

MSe

Targeted Analysis

Search against database using 

- Exact mass

- Isotopic pattern

- Fragment ions

- Retention time

Compound databases

ChromaLynx XS

iFit

MSe

Generate list of 

prospective 

compounds
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What is MS E ?

1. Brief explanation

2. Example: Pesticides in Infant Formula to show how it 

can help support compound ID
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UPLC - MS E

Á UPLC-MSE provides óall the data, all 

the timeô

ðMore information from a single 

analysis

Á UPLC-MSE employs a simple 

methodology which 

ðUses generic methods of acquisition

ð Uses relevant Application Manager to 

mine data set

ðóAcquire your data,                            

Ask questions later!ô

Á UPLC-MSE has the potential to óchange 

the way our customers workô

ANALYZE
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UPLC/TOF MS E for Atrazine
Spiked in Baby Food Extract

Low CE

High CE

Atrazine, C 8H14ClN5

[M+H] + 216.1016
XIC 174.0546

XIC 216.1016

XIC 216.1016

High CE

Low CE



©2009 Waters Corporation    11

Prometryn vs Terbutryn
Spiked in Matrix m/z 242.1439

Prometryn, C 10 H 19 N 5S

[M+H] + 242.1439

Terbutryn, C 10 H 19 N 5S

[M+H] + 242.1439
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Xevo Q ToF Workflow for Residue & 
Contaminant Screening

Non-selective

sample extraction

Acquire single comprehensive dataset with 

independent precursor and fragment information

UPLC

(Q)Tof

MSe

Targeted Analysis

Search against database using 

- Exact mass

- Isotopic pattern

- Fragment ions

- Retention time

Compound databases

ChromaLynx XS

iFit

MSe

Generate list of 

prospective 

compounds

Software
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Candidate 
List

Extracted Ion 
Chromatogram

Total Ion 
Chromatogram

Low Energy 
(Precursor) 

Spectrum

High Energy 
(Fragment) 

Spectrum
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Candidate List Detail

Formula Exact mass Fragment mass Retention time

Peak areaScan No. Measured RT iFitmDa Error

NegativePositiveTentative Positive + Fragment
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Xevo Q ToF Workflow for Residue & 
Contaminant Screening

Non-selective

sample extraction

Acquire single comprehensive dataset with 

independent precursor and fragment information

UPLC

(Q)Tof

MSe

Targeted Analysis

Compound databases

ChromaLynx XS

iFit

MSe

Automated quantitation of prospective compounds TargetLynx

Generate list of 

prospective 

compounds

Generate list of 

prospective 

compounds

Quantify
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Targeted Screen with Quan

Positive

Tentative

Negative

Exact mass flagging
Concentration and i -Fit
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Example

Pesticides in Fruit
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Targeted Screen of Strawberries

Á Techniques applied:

ð UPLC-(Q)TOF 

o Large multi - residue screen & quantitation

ð UPLC-Tandem Quad 

o Limited multi - residue screen & quantitation

Á For quantitation:

ð 110 pesticide matrix matched standard

Á For Tof/MS Targeted Screen 

ð 1270 pesticide database used

Á b used for automated data processing


